Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.004 Å; disorder in main residue; R factor = 0.042; wR factor = 0.119; data-to-parameter ratio = 13.2.
The Cu I atom in the title compound, [CuCl(C 18 H 14 N 4 )], is N,N 0 -chelated by the N-heterocyclic ligand and coordinated by one Cl À anion in a distorted trigonal geometry. In the crystal, the Cu I atom is disordered over two positions in a 0.667 (6):0.333 (6) ratio. The deviation of the Cu atom from the N/N/Cl coordination plane is 0.013 (3) Å for the major component and 0.073 (6) Å for the minor component. Two methylene C atoms are also disordered over two positions in a 0.667 (6):0.333 (6) ratio.
Related literature
For the synthesis of the N-heterocyclic ligand, see: Che et al. (2006) .
Experimental
Crystal data [CuCl(C 18 10,11,12,13-tetrahydro-4,5,9,14-tetraazabenzo[b] triphenylene, is a new addition to this class of chelates. It reacts with copper(II) chloride under hydrothermal conditions to yield a 1:1 copper(I) chloride adduct (Scheme I). The Cu I atom is N,N'-chelated by the N-heterocycle, and it shows trigonal coordination. The atom lies on the trigonal plane defined by the two chelating N atoms and the chlorine atom (Fig. 1) . The aromatic ring system is planar; however, the N-heterocycle is buckled in the region of the cyclohexene part owing to the sp 3 nature of the methylene C atoms.
The N-heterocycle was synthesized according to a literature method (Che et al., 2006) . To a copper(II) chloride dihydrate (0.5 mmol), the ligand (0.5 mmol) and water (5 ml) was added triethylamine to a final pH of 5.5. The mixture was heated in a Teflon-lined, stainless-steel Paar bomb at 423 K for 3 days. The Parr bomb was then cooled slowly; yellow blocks were isolated by hand.
Refinement
Carbon-bound H-atoms were placed in calculated positions (C-H 0.95 to 0.97 Å) and were included in the refinement in the riding model approximation, with U(H) set to 1.2 to 1.5U(C).
The copper atom is disordered over two positions in an approximate 2:1 ratio. The cyclohexene portion of the N-heterocycle is disordered with respect to the two methylene C atoms that are not directly connected to an aromatic C atom. For this cyclohexene portion, 1,2-related distances involving all four methylene C atoms were restrained to 1.54±0.01 Å and the 1,3-related ones to 2.51±0.01 Å. The temperature factors of the primed atoms (C16', C17') were set to those of the unprimed ones. The disorder refined to nearly 2:1. As such, the occupancy of the primed C atoms were regarded as that of the Cu1'
atom. The disorder then refined to 66.8 (6): 33.2. 
